The title compound, [Li 2 Mg(C 4 H 3 F 6 O) 4 (C 4 H 10 O 2 ) 2 ], forms as a white crystalline powder by-product of the reaction of lithium 1,1,1,3,3,3-hexafluoro-2-methyl-2-propoxide with Mo-(N-2,6-Me 2 -C 6 H 3 )(CHCMe 2 Ph)(O 3 SCF 3 ) 2 Á2DME (DME is 1,2-dimethoxyethane) contaminated with MgCl 2 . The crystal structure of this compound contains half a molecule in the asymmetric unit, with a twofold rotation axis through the central Mg 2+ cation. The four 1,1,1,3,3,3-hexafluoro-2-methylpropan-2-olate ligands serve as bridging ligands connecting the Li + and Mg 2+ cations. The Li + cation is additionally stabilized by a DME ligand. This results in a distorted tetrahedral ligand field around both the Mg 2+ and Li + cations.
Related literature
For general background on the properties and synthesis of Schrock-type catalysts, see: Oskam et al. (1993) .
Experimental
Crystal data Table 1 Selected geometric parameters (Å , ). Financial support provided by the DFG (BU 2174/8-1) is gratefully acknowledged. The authors thank S. P. Westrip and the IUCr for the development of publCIF.
), with a lithium alkoxide (Oskam et al., 1993) , e.g. LiOC(CF 3 ) 2 CH 3 , to yield the corresponding Schrock catalyst Mo(N-2,6-Me 2 2-C 6 H 3 )(CHCMe 2 Ph)(OC(CF 3 ) 2 CH 3 ) 2 . This reaction step requires high-purity educts in which case the target compounds can be prepared in high yields. However, occasionally, lower yields are observed and could not be explained so far. Here we report on the X-ray structure of a trinuclear Li-Mg compound that forms virtually quantitatively in case the progenitor compound Mo(N-2,6-Me 2 -C 6 H 3 )(CHCMe 2 Ph)(OTf) 2 .2DME is contaminated with MgCl 2 , which is a byproduct of the synthesis of this progenitor.
The structure is shown to be a trinuclear complex containing two Li cations and one central Mg cation. Selected geometry parameters are given in Table 1 . The two halves of the title compound are related by a twofold axis, which passes through the central magnesium. The Mg atom is coordinated by four η 2 -bridging Li-1,1,1,3,3,3-hexafluoro-2-methylpropionate ligands that are themselves coordinated to the two Li ions. The latter have each with one 1,2-dimethoxyethane (DME) ligand a distorted tetrahedral ligand sphere. The same distorted tetrahedral ligand sphere exists for the central Mg cation.
In the crystal structure no strong intermolecular hydrogen bonds are present, only F-H distances over 2.47 Å could be observed. Therefore the displacement parameters of the CF 3 groups and the DME ligands are comparatively large, showing a higher mobility of these atoms. An attempt to refine all non-hydrogen atoms of DME with a disordering model by splitting of the positions leads to a better R value, but was rejected because of too short C-O bond lengths. The distances between these split positions were only in the range of 0.28 to 0.46 Å.
All reactions were carried out in an MBraun glove box system (Garching, Germany) using carefully dried and deoxygenated solvents. Mo(N-2,6-Me 2 -C 6 H 3 )(CHCMe 2 Ph)(OTf) 2 .2DME (1) was prepared according to the literature (Oskam et al., 1993) . Briefly, ethereal solutions of 1 (1.21 g, contaminated with MgCl 2 ) and LiOC(CF 3 ) 2 CH 3 (0.62 g, 3.3 mmol)
were combined at -36°C and the reaction mixture was allowed to warm to room temperature. Filtration through a pad of Celite and crystallization at -36°C yielded the title complex in 10% yield.
Refinement
All non-hydrogen atoms were refined with anisotropic displacement parameters and hydrogen atoms attached to carbon atoms were placed in calculated positions with C-H distances of 0.97 or 0.98 Å and refined with isotropic displacement parameters 1.2 or 1.5 times higher than the value of their carbon atoms. ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

